LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\82X050525W.M

Title : SW846 8260

Signal : TIC: VX046445.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.379 693 704 716 rBv2 45587 139399 7.11% 0.841%
2 5.538 716 730 748 rVB2 68302 220637 11.26% 1.331%
3 5.806 764 774 786 rBv4 7847 23675 1.21% 0.143%
4 5,952 788 798 810 rBV 56643 148598 7.58% 0.897%
5 6.751 920 929 952 rBV 120225 300334 15.33% 1.812%
6 8.641 1234 1239 1247 rBV 251589 407570 20.80% 2.459%
7 10.049 1466 1470 1487 rVB 266244 384302 19.61% 2.319%
8 10.195 1487 1494 1500 rVwV 13781 25008 1.28% 0.151%
9 10.299 1501 1511 1517 rVV 63711 114561 5.85% 0.691%
10 10.354 1517 1520 1532 rVB 52471 73580 3.75% 0.444%
11 10.579 1551 1557 1561 rBV3 13321 22145 1.13% 0.134%
12 10.640 1561 1567 1576 rVV 33633 55339 2.82% 0.334%
13 10.774 1582 1589 1593 rBV3 26788 41852 2.14% 0.253%
14 10.854 1593 1602 1606 rBV3 24688 45623  2.33% 0.275%
15 11.079 1634 1639 1650 rVB2 261440 400477 20.44% @ 2.417%
16 11.189 1650 1657 1660 rBV 40877 61428 3.13% 0.371%
17 11.378 1684 1688 1693 rBV 52033 95253 4.86% ©.575%
18 11.427 1693 1696 1698 rVV 43743 61645 3.15% ©.372%
19 11.476 1700 1704 1709 rVB 280034 342773 17.49% 2.068%
20 11.610 1722 1726 1733 rBv4 41298 85580 4.37% 0.516%
21 11.683 1733 1738 1740 rBV2 24404 30910 1.58% 0.187%
22 11.713 1740 1743 1746 rBV 86893 92303 4.71% 0.557%
23 11.756 1746 1749 1758 rVB 113961 201067 10.26% 1.213%
24 11.835 1758 1763 1766 rBV 38607 57019 2.91% 0.344%
25 11.890 1766 1772 1776 rVB3 47422 72097 3.68% 0.435%

26 11.939 1776 1780 1783 rBV2 81442 109097 5.57%
27 11.969 1783 1785 1788 rVB2 36160 36409 1.86%
28 12.024 1788 1794 1799 rBvV2 285293 500697 25.55%
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29 12.073 1799 1802 1804 rBV 104327 133786  6.83% 807%
30 12.097 1804 1806 1810 rVB 182297 194505 9.93% 174%
31 12.146 1811 1814 1815 rBV2 26754 27957 1.43% ©.169%
32 12.171 1815 1818 1823 rVB 161560 182750  9.33% 1.103%
33 12.225 1823 1827 1828 rBV 52366 69127 3.53% 0.417%
34 12.262 1831 1833 1837 rVB 64567 77981 3.98% 0.471%
35 12.311 1837 1841 1847 rVB4 147996 278500 14.21% 1.681%
36 12.378 1847 1852 1854 rBv4 50917 84526 4.31% 0.510%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\82X050525W.M
Title : SW846 8260
37 12.420 1855 1859 1863 rBV 1791971 1959597 100.00% 11.825%
38 12.463 1863 1866 1872 rVB3 136503 236654 12.08%  1.428%
39 12.549 1874 1880 1882 rBV4 134336 259807 13.26% 1.568%
40 12.579 1882 1885 1892 rVV4 154603 287000 14.65% 1.732%
41 12.634 1892 1894 1898 rVB3 77484 94172 4.81% 0.568%
42 12.683 1898 1902 1906 rBV2 144619 185636 9.47% 1.120%
43 12.731 1906 1910 1912 rBvV4 45882 65646 3.35% 0.396%
44 12.817 1920 1924 1930 rVB3 207097 291836 14.89% 1.761%
45 12.890 1930 1936 1942 rBvV4 308455 774952 39.55% 4.676%
46 12.939 1942 1944 1947 rVv2 178351 246520 12.58% 1.488%
47 12.975 1947 1950 1956 rVV3 363032 532294 27.16%  3.212%
48 13.036 1957 1960 1964 rVB 258907 314506 16.05% 1.898%
49 13.164 1974 1981 1985 rBV5 87128 180254 9.20% 1.088%
50 13.207 1985 1988 1991 rVV2 62723 92208 4.71% 0.556%

51 13.268 1993 1998 2001 rVV 1273056 1682251 85.85% 10.151%

52 13.292 2001 2002 2007 rVV3 312762 304044 15.52%  1.835%
53 13.341 2007 2010 2013 rVv4 84880 117061 5.97% 0.706%
54 13.384 2013 2017 2019 rVV2 164363 218846 11.17% 1.321%
55 13.414 2019 2022 2032 rVB4 194032 463836 23.67%  2.799%
56 13.500 2032 2036 2040 rBv4 67313 106785 5.45%  0.644%
57 13.542 2040 2043 2046 rBV2 31934 39809 2.03% 0.240%
58 13.585 2046 2050 2054 rBV4 59768 99775 5.09% ©0.602%
59 13.676 2060 2065 2067 rBv4 70293 118338 6.04% 0.714%
60 13.731 2071 2074 2077 rVV2 110000 159739 8.15% 0.964%
61 13.768 2077 2080 2082 rVV2 62441 75347 3.85% ©.455%
62 13.798 2082 2085 2087 rVwV 46386 51790 2.64% 0.313%
63 13.847 2087 2093 2099 rVB5 96619 226491 11.56% 1.367%
64 13.920 2099 2105 2111 rBV7 72940 160588 8.19% ©.969%
65 14.036 2120 2124 2127 rVB 238439 248928 12.70% 1.502%
66 14.073 2127 2130 2133 rBV2 51830 62628 3.20% ©.378%
67 14.225 2149 2155 2161 rVB2 153198 265583 13.55% 1.603%
68 14.316 2167 2170 2173 rBV2 22885 28166 1.44% ©.170%
69 14.371 2176 2179 2182 rVWV 46442 54033 2.76% 0.326%
70 14.438 2186 2190 2193 rVV 153361 201337 10.27%  1.215%
71 14.475 2193 2196 2206 rVB6 87661 199556 10.18%  1.204%
72 14.554 2206 2209 2215 rVB6 27178 55714  2.84% 0.336%
73 14.615 2215 2219 2221 rBV 135538 183052 9.34% 1.105%
74 14.670 2225 2228 2233 rVB3 65764 89404 4.56%  0.540%
75 14.725 2234 2237 2239 rBv4 23048 30554 1.56% 0.184%
76 14.755 2239 2242 2244 rVW 100967 111350 5.68% ©.672%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\82X050525W.M
Title : SW846 8260
77 14.780 2244 2246 2250 rVW4 40644 62387 3.18% 0.376%
78 14.847 2254 2257 2263 rVVW4 44058 63378 3.23% ©0.382%
79 14.902 2263 2266 2276 rVB4 25248 53893 2.75% ©0.325%
80 15.042 2285 2289 2293 rBv4 18397 28413 1.45% 0.171%
81 15.182 2307 2312 2314 rBV 58055 86137 4.40% ©.520%
82 15.274 2324 2327 2330 rVB4 21925 27530 1.40% ©.166%
83 15.377 2339 2344 2348 rBV2 30107 47743 2.44% 0.288%
84 15.481 2357 2361 2366 rBV2 38478 65477 3.34% ©0.395%
85 15.560 2372 2374 2378 rVBS 19393 22497 1.15% 0.136%
86 15.609 2378 2382 2386 rBV3 24749 39405 2.01% ©0.238%
Sum of corrected areas: 16571457
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX046445.D\data.ms

1500000

1000000

500000

5.375:938 55952

0H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\TF\"‘\TH
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Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX046445.D\data.ms
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500000
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Abundance TIC: VX046445.D\data.ms
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13.268

1000000

500000
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
1 VX046445.D

: @02 Jun 2025 15:36

: JC/MD

: Q2157-01

: 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

14

Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
: SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Naphthalene, decahydro-, tr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.311  27.81 ug/1 278500 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 89
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 86
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 83
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 83
Abundance Scan 1841 (12.311 min): VX046445.D\data.ms (-1837) (-] | m/z 119.05 100.00%
119.1
5000 67.0
1.1 138.0
91.0 AK
4 P
12.00 12.50
0 Il 1943 hs7 105,00 79.06%
m/z--> 20 40 60 80 100 120 140
Abundance #19461: Naphthalene, decahydro-, trans-
67.0
138.0
41.0 96.0
5000
12.00 12.50
m/z 67.05 51.96%
O \1\5\.()‘ \‘M }h\ \HH} ‘ \“ ‘\ \“h ‘\ \‘\H \“ T \“\]_\2‘1\.()\ T \“ LU 1
miz-> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
— ——
12.00 12.50
5000 m/z 134.00 45 .36%
39.0 550
: 65.0 ‘
0L A \“‘\ H‘l‘w“;‘\ ol “‘H\ e \1\‘\6"0\ T
miz--> 20 40 60 80 100 120 140
Abundance #19429: Naphthalene, decahydro- /\ﬂ% ‘ T
67.0 138.0 12.00 12.50
96.0 m/z 138.00 42.01%
41.0
5000
0 ““‘M“q“‘”“‘ S| N | S ““M““ | = ‘ /”VM“JK
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.421 195.69 ug/l 1959600 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Decane, 2-methyl- 156 C11H24 006975-98-0 80
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 1859 (12.420 min): VX046445.D\data.ms (-1855) (- m/z 57.05 100.00%
57.0
5000
85.0
o
12.50
113.1 156.2
o 38 ‘m“lw‘lw\\H“H1‘\‘\‘\1\3\8"\1\”“”” m/z 43.10 93.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
5000 -“/\/\/\\”/\T\’T T T T
85.0 12.50
29.0 ’ m/z 41.10 55.68%
| “ | ‘ 113.0 156.0
O\\\\‘\‘\\\“}\\ ‘\\‘}\‘1\\\H‘\\H\‘\‘\\\‘\\\}‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33086: Decane, 2-methyl-
43.0
=
12.50
m/z 71.10 48.06%
5000 710
112.0
015'0%90141'0
m/z--> 20 40 60 80 100 120 140 160
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0 12.50
m/z 85.05 27.98%
71.0
5000
970 126.0
o — A, L& A TN # 501 ¥ GO | PO
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.579  28.66 ug/l 287000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 80
4 Nonadecane 268 C19H40 000629-92-5 72
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
Abundance Scan 1885 (12.579 min): VX046445.D\data.ms (-1882) (- m/z 57.10 100.00%
57.1
- iw
‘ 1250 |
99.1 .
(R “‘ |y g2 m/z 43.10  72.90%
miz--> 50 100 150 200 250
Abundance #45481: Dodecane
57.0
5000
12.50
m/z 71.10 45.20%
99.0 170.0
01\4\0“‘\ ‘!‘ \“‘\ “‘ \“\‘\ f T 1 L B B B
miz--> 50 100 150 200 250
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
U \
12.50
5000 m/z 41.10 38.74%
97.0
0,280l LI 10 asa0  zmo
m/iz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane 7
57.0 12.50
m/z 85.10 26.24%
5000
99.0
0 LT 1690 o1 206. )
el e S ‘ 5
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Naphthalene, decahydro-2-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.817 29.14 ug/1 291836 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 89
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 74
5 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 72
Abundance Scan 1924 (12.817 min); VX046445.D\data.ms (-1920) (|  m/z 81.05 100.00%
81.0
152.2
41.1
5000
570 137.1
— ——
‘ H ‘ ‘ ‘ ‘ 11H°'1 12.50 13.00
oYU R T P R | m/z 67.05 81.20%
m/z--> 20 40 60 80 100 120 140
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — ——
12.50 13.00
109.0 l m/z 152.15 69.38%
65 ‘
0+ ‘2\5‘\ T \‘H‘\ T \H\“\ \w f \‘\H\“ T i“\ T ‘h \1\3\ -‘0\ \‘\‘\ T
m/z--> 20 40 60 80 100 120 140
Abundance #29490: trans-Decalin, 2-methyl-
81.0
= P
55.0 152.0 12.50 13.00
5000 m/z 95.10 63.31%
39.0 ‘ 109.0
o bt il b Lol 4
m/iz--> 20 40 60 80 100 120 140
Abundance #29513: trans-4a-Methyl-decahydronaphthalene — —
95.0 12.50 13.00
m/z 41.10 62.12%
67.0 137.0
5000
H | 111.0 153.0
0\‘\H\‘\\\H\“H‘wu““m\“\“\M.\“;HU‘\H‘\‘ P e
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknownl2.890 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.890  77.39 ug/l 774952  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 46
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 30
4 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 30
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 27
Abundance Scan 1936 (12.890 min): VX046445.D\data.ms (-1930) (- m/z 57.10 100.00%
57.1
83.0
5000
39 A MO
H & 15 1542 12.50 13.00
) — SO L m/z 83.05  68.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
5000 — e
12.50 13.00
290 154.0 m/z 55.10 63.52%
0\\\‘\w\\‘i“\\\w\\“1\\\“]\_:!-]\_.\()‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #3748: Cyclohexane, methyl-
83.0
55'0 ‘ T T ‘ T
12.50 13.00
5000 m/z 41.10 60.22%
-
0 ““JJHMM“ : Jl“w‘u““““““““
m/z--> 20 40 60 80 100 120 140 160
Abundance #3785: 2-Pentene, 2,4-dimethyl- 7 —T
55.0 83.0 12.50 13.00
m/z 82.05 44.31%
5000
27.0 ‘
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Undecane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.975 53.16 ug/l 532294 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 91
2 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 53
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 52
4 Decane, 2-methyl- 156 C11H24 006975-98-0 50
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 47
Abundance Scan 1950 (12.975 min): VX046445.D\data.ms (-1947) (- | m/z 43.10 100.00%
43.1
711
5000
‘ 951 1272 1522 13.00
B | 7 O T WO 142N By P~ e R T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45487: Undecane, 2-methyl-
43.0
71.0
5000 1
13.00
70 m/z 41.10 69.78%
ST O e e .
O\\\.‘\\\\“}\\f“\\”}\“}‘\\\H‘\\\‘\‘\‘\\\’\\\‘\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45503: Decane, 2,9-dimethyl-
43.0
——
13.00
5000 71.0 m/z 71.10 59.38%
doztb | | | %0 20 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45512: Decane, 3,8-dimethyl- —
57.0 13.00
m/z 85.10 44.52%
85.0
5000
‘ 113.0 141.0
) | T N S S WY N - AL
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Undecane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.036  31.41 ug/l 314506 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 91
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 62
4 Decane, 1-iodo- 268 C1leH21I 002050-77-3 53
5 1-Hexanol, 2-ethyl-2-propyl- 172 C11H240 054461-00-6 50
Abundance Scan 1960 (13.036 min): VX046445.D\data.ms (-1957) (- m/z 57.10 100.00%
57.1
- T M/\JL
140.2 5.3‘06 |
112.1 ' .
0 MWMH W 702 sz 41,10 57.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45490: Undecane, 3-methyl-
57.0
5000 — :
85.0 13.00
29.0 m/z 43.10 55.79%
141.0
0 H\‘\‘H\“‘i\\“‘\\M\H‘\\\“‘]\.:\l\‘z;?\H\UHHE‘ZQ.\O‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
R [
13.00
5000 85.0 m/z 71.05 44 ,98%
29'0‘ 141.0
btk 1120 M0 ass0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45512: Decane, 3,8-dimethyl- —
57.0 13.00
m/z 85.10 43.41%
85.0
5000
113.0 141.0
Y SN S N (- N AR
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Tetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.268 167.99 ug/l 1682250 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Tetradecane 198 C14H30 000629-59-4 90
3 Undecane 156 C1l1H24 001120-21-4 90
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 83
Abundance Scan 1998 (13.268 min): VX046445.D\data.ms (-1993) (- m/z 57.05 100.00%
57.0
5000
85.0
— =
13.00 13.50
112.1 170.2
0 m_‘H‘MH‘_J‘m,‘l‘HH_mu‘“‘1‘4‘1“2“_”””_ m/z 43.10 87.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 e e
85.0 13.00 13.50
m/z 71.05 55.66%
29.0
RN 1120 1470 170.0
O \\\‘\‘\\\‘\\\\‘\\‘\\"1\\\H‘\\“\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
— |
13.00 13.50
5000 m/z 41.10 51.39%
85.0
29.0
oLy 1130 w10 1690 1980
H‘_“W‘H R R B R B R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane T —
57.0 13.00 13.50
m/z 85.05 32.66%
5000
85.0
29.0
L T~ e
0 H“H“‘H‘ el e AL M
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknownl13.292 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.292 30.36 ug/l 304044  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 43
2 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 41
3 Cyclohexane, 1-methyl-3-propyl- 140 C1eH20 004291-80-9 35
4 Cyclohexane, 1-ethyl-4-methyl-, 126 C9H18 004926-78-7 27
5 Sulfurous acid, cyclohexylmethyl 206 CSH1803S 1000309-21-2 27
Abundance Scan 2002 (13.292 min): VX046445.D\data.ms (-2001) (| m/z 97.10 100.00%
97.1
55.1 117.1
5000
‘ ‘ (L | | Maoees 1300 1350
78|
0 ‘_“‘HW‘N!“‘M‘J“‘ “‘ ‘”‘W‘EL“mM““‘ m/z 117.10  63.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43587: Cyclohexane, 1-methyl-2-pentyl-
97.0
55.0
5000 1300 1350
29.0 : :
m/z 55.10 61.86%
ol | 779 | 10 10P0
\‘\\\\‘\\\ \\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43586: Cyclohexane, 1-methyl-3-pentyl-
97.0
55.0
— —
13.00 13.50
5000 m/z 41.10 26.43%
29.0
H 77 125.0 1690
o : Huw“‘:hﬁ,qm | A250
m/z--> 60 80 100 120 140 160 180
Abundance #20739:Cydohexane,14neﬁwh31xopyh — T
55.0 13.00 13.50
97.0
m/z 83.10 25.16%
5000
29.0 ‘ 140.0
o - o | T
m/z--> 20 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.414 46.32 ug/l 463836 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 89
2 Indan, epoxide 132 C9H80 000768-22-9 41
3 Isoquinoline, 1,2,3,4-tetrahydro- 133 COH11N 000091-21-4 22
4 2-Bromopropionic acid, 2-phenyle... 256 C11H13Bro02 043216-34-8 22
5 N-Ethylbenzimidoyl chloride 167 C9H1eCIN 001006-93-5 18

Abundance Scan 2022 (13.414 min): VX046445.D\data.ms (-2019) (-] | m/z 104.00 100.00%
104.0
55.1
81.0
5000 132.0
166.2
13.50
01 m/z 97.10 56.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 1
132.0 13.50
8.0 m/z 55.10  54.02%
280 510 ‘ ‘
O\\\‘\‘1\\"\\“”\“‘\\m“\\}\‘M\\l“\‘l“\‘\‘\\\\‘\\\\
m/z--> 20 60 100 120 140 160
Abundance #16653.Indan,ep0ﬂde
104.0
—
13.50
5000 m/z 81.00 49,74%
27.0 ‘
| ot m_mw‘w”‘uﬂm_Hu_m_m
m/iz--> 20 100 120 140 160
Abundance #16974.Boqumohne,LZ;&4%eUahydny P
104.0 13.50
132.0 m/z 132.00 41.03%
5000
280 51.0 7.0
m/z--> 20 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046445.D

Acqg On : 02 Jun 2025 15:36

Operator : JC/MD

Sample : Q2157-01

Misc : 1.05g/10mL/100ul/5.0e0emL/MSVOA_X/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Naphthalene, de... 12.311 27.8 ug/l 278500 4 12.024 500697 50.0
Undecane 12.421 195.7 ug/l 1959600 4 12.024 500697 50.0
Dodecane 12.579 28.7 wug/l 287000 4 12.024 500697 50.0
Naphthalene, de... 12.817 29.1 wug/l 291836 4 12.024 500697 50.0
unknownl12.890 12.890 77.4 ug/l 774952 4 12.024 500697 50.0
Undecane, 2-met... 12.975 53.2 ug/l 532294 4 12.024 500697 50.0
Undecane, 3-met... 13.036 31.4 ug/l 314506 4 12.024 500697 50.0
Tetradecane 13.268 168.0 ug/l 1682250 4 12.024 500697 50.0
unknown13.292 13.292 30.4 ug/l 304044 4 12.024 500697 50.0
Naphthalene, 1,... 13.414 46.3 ug/l 463836 4 12.024 500697 50.0
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